Fig. S1
: Experimental projected density of states (PDOS) the four monolayers BW-PTCDA/Ag(110), HB-PTCDA/Ag(110), PTCDA/Ag(100), and BW-PTCDA/Ag(111) are shown in panel (a), (b), (c) and (d), respectively. In addition to the PDOS curves already shown in Figure 2 of the main part, the insets depict experimental maps (upper ones) and fitting residuals in the same colourcode (arb. Units). The energy-positions are marked by vertical lines and the fitted area is indicated by black dashed circles. 
Molecular Geometries
All calculations for PTCDA have been performed for the gas phase, either in a planar configuration denoted as "flat", or in the adsorption geometry as "bent" in Fig. 3 of the main part. It should be noted that the adsorption geometry depends on the particular silver surface, (111), (100) or (110), and has been shown to differ primarily in the vertical positions of the carboxylic and anhydride oxygen atoms. Experimental and theoretical values for these vertical positions of PTCDA on Ag(111), Ag(100), and Ag(110) are summarized in Table III of Bauer et al. 1 For our "bent" calculations presented in Fig. 3 of the main paper, we have taken a laterally relaxed geometry of PTCDA/Ag(110) for which the vertical adsorption heights have been constrained to the experimental values. 2 Note that we have also performed our gas phase DFT and CASSCF calculations for the two other adsorption geometries found on the (100) and (111) surfaces of Ag. However, no significant change the orbital energies has been observed and, in particular, the orbital ordering of orbitals C-F was seen unaffected.
